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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
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http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.90 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree N (— 0 .241
Clashscore N | I 15
Ramachandran outliers | I 1.7%
Sidechain outliers I | I 65.9%
RSRZ outliers NN I 1.9%
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 91344 1451 (2.90-2.90)
Clashscore 102246 1668 (2.90-2.90)
Ramachandran outliers 100387 1630 (2.90-2.90)
Sidechain outliers 100360 1632 (2.90-2.90)
RSRZ outliers 91569 1456 (2.90-2.90)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A 212 66% 30%
1 B 212 66% 29%
1 C 212 67% 29%
1 D 212 63% 33%
1 I 212 : 68% 27%

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
;/0
1 J 212 61% 31% 6% -
1 M 212 67% 30% -
5%
1 N 212 50% 46% .
-
2 E 54 39% 15% 46%
5%
- I
2 F 54 50% 28% 7% 15%
7%
2 G 54 63% 24% 13%
5%
2 H 54 33% 24% 41%
20/0
. I
2 K 54 65% 20% 15%
2°/0
. ]
2 L 54 59% 28% 13%
20/0
. ]
2 O 54 50% 33% . 15%
5%
- |
2 P 54 46% 31% . 20%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 GAL A 507 - - - X
3 GAL B 507 - - - X
3 GAL I 507 - - - X
3 GAL J 507 - - - X
3 GAL M 507 - - - X
3 GAL N 507 - - - X
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 17052 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called Ig gamma-1 chain C region.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 ¢ 209 ?ggaél 10C61 22]1 3(2)() 2 0 0 0
IR FY Y HIEEEEE
1 A 209 ?ggaél 10C61 22]1 3(2)() 2 0 0 0
1 b 209 ?Zgaél 1(%1 22]1 3(2)0 2 0 0 0
1 ! 209 ?ggaél 10061 215\311 3(2)0 2 0 0 0
1 J 209 ?ggaél 10061 22]1 3(2)0 2 0 0 0
1 M 209 ?ggaél 10061 22]1 3(2)0 g 0 0 0
IR FY Y HEEEEE
e Molecule 2 is a protein called AFFinger p17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y N EEE
KRN S K
KRR T HEEEEE
IEEEEL &P HEEEEE
IR YL HEEEEE
IEEN Y HEEERE

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 O 16 381 247 60 73 1 0 0 0
Total C N O S
2 P 13 363 236 57 69 1 0 0 0

e Molecule 3 is a polymer of unknown type called SUGAR (9-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
oo oy v |
s 2| 9 0 mam| ° |0
s a0 o mam| 0 |0
RN SN
s v 9 0 mam| 0 |0
s3] 0 o wam| © |0
IEEENE S SN
IR R
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Ig gamma-1 chain C region

Chain C:

Page 6

88T

98z
S8CH

£8cH

08cd

8.Tk
LLTH
9.

e Molecule 1: Ig gamma-1 chain C region

j2ka))
€Lch
clcd

0lza
69za

(4148
1920

Ll

8€Td

£Y%1

1791

6E%N

TEVT
TEVY

6C%H

wevs

13471

LI%M

£1%a

TI%L
0T%1

v6EL
E6EL

T6EX
06EN

88€d

w8eN
£8€ES

18€M
08€d
6LEA
vled
ELER
cLed

L9€D

0GEL

29%

66%

Chain B:

c1ea

3

£82H

13:147]

8LTA

i

TLed
0Lza
69cd

L9TSs

Y9TA

29TA

69TA

LSGtd

[4ct41]

6¥%ca
8%TH

ovTH

(47448
Thed

8€Td

99T

6EVY

LEBL
9€hk
SEVH
6ZVH
8THI
LTHA
6170
25721
TTPL
0bd

00%S
66€d

26EN
06EN
6LEA
SLES
vLled
E€LER
cLed

¥9gs
£€9€A

094

89€1

0GEL

8YEA

9%€d
0veN
9€€I
SEEL
veen
£eed
TEEI

8TeT

qzeN

30%

66%

e Molecule 1: Tg gamma-1 chain C region

Chain A:

b
H

9ved

vhed

obeN

LEES
9EET

€eed
TEEL

62ed

8CET

LTEY

(4435

0zeN

L1EY

z1ea

00€X

L6TN

96TA

£6cd
[4:14°s

L8ty

£8cH

08za

LLTH
9Lz

€LTA
clcd

0Lza

99¢TA
g99za

1920

99T

€9¢I

0v¥s

SEVH

CTEYT
TEPY

6CYH
8THH

STYO
¥Tvs
£€Thd

6170

LTHM

ST%S
h45728

(4578

80%S

S0%4

£6€EL

S8€D

£8ES

T8EM

SLES

E€LER
cLed

L9€0
99€L

1

09gY%
69EL
89€1

€9¢ed

e Molecule 1: Tg gamma-1 chain C region

T18€T
0GeL

33%

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W

63%

Chain D:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

3WKN

wwPDB X-ray Structure Validation Summary Report

Page 7

oved
sved
vvey
gved
(420

SEEL

£eed
[43)

8TET
E€TEN
{4458
12€0
0ZeN
LTEY

c1ed

OTEH

T0€Y

86CS
L6z

[ 414"
08za
8LTK
LLTH
oLz
s92a
voTA
£9CA
192D
86zd

elet4s

€gzI

6¥ca
8¥TH

oveH

8€Td

Ll

8THW
LTHA

444

cTHA

15|
8Tl

9THY

j45720
£1%a
(4572

€8ES
c8ed
18EM

6LEN

LLET

vLed
ELER
cLed

89€1
L9€D

T9el
T9EN

i+

LED

w9vs

LEWL

10n

Ig gamma-1 chain C regi

e Molecule 1

O/ o

27%

68%

Chain I

i

(420
T9eD

9EET

veex
£eed
CEET

8TET
LTEV

STEN

£TEA

0zed

17€0

60€T

€0EA

9621
g62h
©62H

£8zca
28TA

LLTH

6923
89CH

g9za

[414 8
192D

08zl

elas
S¥ed

ovTA
6€TS

whvs

6ETN

TEYY

6C%H

LTPA

£Thd

819l
LTVM

ST%S

£1%d

TT%L

+

10n

00%S
66€d

3

06EN

88€d

78eN
€8€S

6LEN

9.€d

v.ed

TLEL

0LEX

S9€T

e Molecule 1

£9€A

vaes

9ved
aved

Ig gamma-1 chain C regi

6%

31%

61%

oTeN

£TEA
(44258

81€d

STEN
¥1e1

17€d

90€1

66CTL

LézN

£6CH

b
i

062Y

G8CH
¥8TA

9920

1

192D

€6zI
[4:t41)

6%ca

L

L¥cd
oveH

b

15744

9EVR

TEV'T
TPV

wTvs

6170

LTPM
9T%Y
ST%S

TI9L
0T%1

80%S

90%1

00%S
66€d

1

E£6EL

T6EL

28€d
T8EM

SLES

cLed

1,980

29gb

8G€T

qgey
¥9es

6YER

9%€d
Sved

TEEI
Teed
0EEV

8TeT
LTEV

EYP1
[44 )

8l
LEDL

10n

Ig gamma-1 chain C regi

e Molecule 1

30%

67%

Chain M

vaes

TSET

™ ¢ 0 © © N~ )
Mmoo <
mmomm ™ ™ ®
[ e o -

STEN
veces
€TEN
cTeN
TTED
0zeN
v1e1
LOEL
CTOEA
[414s
L8ty

LLgh
9LTN

LTy
€LTA
(k4
TL2d

6923

€9TA

9GcH

€gel

6¥%ca

L¥td
ovTH

(47440

8€Td

444
€Y%

i

EEVH

TEYY

6CYH

STYO

6170

LTPH

14528
€1%a

90%1
£0%S
86€1
S8€D

T8EH

Lsed

10n

Ig gamma-1 chain C regi

e Molecule 1

46%

50%

6%

Chain N

60€1
80€A

90€1

€0€A

I

862S
LBTN

g62b
v62d

»8cA

08ca
6.LTA
8LTA

69cH

g99z¢a
v9cA
€£92A
29TA
792D
0921
63TA

L82d

ot}
vacs
€621

T8C1

6%ca

L¥ed

S¥ed

Ted
0%TA

8€Td

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3WKN

15%
13%

41%
20%
28%

SPM
va
€%d

wwPDB X-ray Structure Validation Summary Report

Page 8

|
$6EL
£68L
T68Y
168X
|
ﬂmms o
2
gLER 2 2
TLed -
|
89T
|
9981 N
| woes ~
298N 2 .
| eogh | S &
T9EN Q
098Y
69€L
89ET | oNm
L9€9 I ® 089
938 @ 691
N
fefefotts ® S¥hd 9% 8
5SSl o WS | I
gaed £9%1 750
[ | ZHHSs | gbd aol
69EA L IeRT Gt I
| %S | oTem
9%€d [ | o oL Ty 8Hi
| Levl & | | |
£v€d 9E%R - e leH LEH 9%h
zved evH | oga | oed |
19€9 PEVN e aea aga 0%L
[ | £EVH YEL | ER 6€9
8gey TEHT €€k g€k 8€L
T : . il
ageL 0% ogH S °
beeN 6Z%H 621 © gea
. gged 8T I~ P~ 1 I~ L
zeET Couewn — N — 1
Te€d 927s o o 3 et o 4
| ogev Weemn o 0 — £Th - |
6ced YTy ) & <] [ | ] 8TM
o szeT Peeman 90 @ o o i =Y 1
o lzev won B i= oI B= £1d
o ozeN | & £ ° & | ea
| gzen | 817l [ [ v1E o, TTA
TS L oLTeM o
® €zen 91%Y4 < < l < I
.. .. e oy
oy s =2 s
oms_ €190 < ~ ] < ® SS
457 .. .. .. °
aTeN TT9L m [Sa) m [ m @)
o PIET 0T%1
| eTeM 607 2 m 3 nma s m
TIEa | 80%S
11€0 LO%A = -~ = ] = <
| oteH 9091 ° O ° o ° O

R LDWIDE

3

O

[N ]
PROTEIN DATA BANK

W

24%

65%

59%

33%

™ o 00w 00
= = = N
[ - = =

e Molecule 2: AFFinger p17

-
—
>

60/0

Chain H: —

2%

Chain K: =

2%

e Molecule 2: AFFinger p17
Chain L: &

e Molecule 2: AFFinger pl17
e Molecule 2: AFFinger pl17



wwPDB X-ray Structure Validation Summary Report 3WKN

Page 9

2%

15%

33%

€%d

157
0L

8EL

€EX
CEL

0EM

o [
EN %2H —
o} £TH o

B

0
-Nn 50
=
LTL =
e [
STL F
€1d A
&
- <
.. =
< g
.m 5
= =
O °

20%

31%

46%

LTL

)
-
o

[ ]
-
-
>

6%

Chain P: -

(]
©
(9

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report SWKN

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 104.03A  153.43A 170.13A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 20.00 — 2.90 Depositor
Resolution (4) 49.74 — 2.79 EDS
% Data completeness 100.0 (20.00-2.90) Depositor
(in resolution range) 99.7 (49.74-2.79) EDS
Rinerge 0.07 Depositor
Raym (Not available) Depositor
<I/o(I)>" 6.05 (at 2.81A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.200 , 0.242 Depositor
» hfree 0.199 , 0.241 DCC
Rfree test set 3072 reflections (5.32%) DCC
Wilson B-factor (A?) 55.6 Xtriage
Anisotropy 0.101 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 43.7 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=049, < [?>=10.33| Xtriage
Outliers 0 of 67944 reflections Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 17052 wwPDB-VP
Average B, all atoms (A?) 50.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.89% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: FUC,
GAL, NAG, BMA, MAN

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | p\ (o7 #éy >5 RMSZ #é\ >5

1 A 1.02 | 1/1714 (0.1%) | 091 | 1/2335 (0.0%)

1 B 1.06 | 4/1722 (02%) | 0.95 | 2/2347 (0.1%)

1 C 1.09 | 3/1714 (02%) | 0.93 0/2335

1 D 0.98 | 2/1714 (0.1%) | 0.89 0/2335

1 T 1.07 | 2/1714 (0.1%) | 0.93 | 1/2335 (0.0%)

1 J 1.03 | 1/1714 (0.1%) | 0.96 | 4/2335 (0.2%)

1 M | 123 | 3/1714 (02%) | 0.92 | 1/2335 (0.0%)

1 N 0.89 0/1722 0.84 0/2347

2 E 0.88 0/262 0.77 0/362

) F 1.06 | 1/399 (0.3%) | 0.82 0/551

) G 1.01 0/411 0.79 0/567

2 i 0.91 0/287 0.74 0/396

2 K 0.98 0/399 0.88 | 1/551 (0.2%)

2 L 110 | 1/411 (02%) | 084 0/567

2 0 0.90 0/399 0.84 0/551

2 P 0.91 0/381 0.75 0/526
Al | ANl | 1.04 | 18/16677 (0.1%) | 0.90 | 10/22775 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 I 0 1

The worst 5 of 18 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 M 269 | GLU | CD-OE1 | 24.76 1.52 1.25
1 M 269 | GLU | CD-OE2 | 18.98 1.46 1.25
Continued on next page...

WO RLDWIDE
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Continued from previous page...

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 C 269 | GLU | CD-OE1 | 16.57 1.43 1.25
1 D 360 | LYS CE-NZ | 10.33 1.74 1.49
1 B 360 | LYS CE-NZ | 9.37 1.72 1.49

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 B 271 | PRO C-N-CA -11.56 92.80 121.70
1 B 271 | PRO CA-C-N -8.15 99.28 117.20
1 A 265 | ASP | CB-CG-OD1 | 7.08 124.67 118.30
1 J 249 | ASP | CB-CG-OD2 | -6.52 112.43 118.30
2 K 47 | ARG | NE-CZ-NH2 | -6.47 117.07 120.30

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain
1 1

Res
296

Group
Peptide

Type
TYR

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1668 0 1633 45 1
1 B 1675 0 1640 95 0
1 C 1668 0 1633 48 1
1 D 1668 0 1633 95 0
1 I 1668 0 1633 46 0
1 J 1668 0 1633 o4 0
1 M 1668 0 1633 46 0
1 N 1675 0 1639 90 0
2 E 250 0 211 4 0
2 F 381 0 327 8 0
2 G 392 0 336 10 0
2 H 274 0 234 10 0
2 K 381 0 327 8 0
2 L 392 0 336 11 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 O 381 0 327 17 0
2 P 363 0 309 16 0
3 A 110 0 94 0 0
3 B 110 0 94 6 0
3 C 110 0 94 0 0
3 D 110 0 94 4 0
3 I 110 0 94 2 0
3 J 110 0 94 5 0
3 M 110 0 94 4 0
3 N 110 0 9 10 0

All All 17052 0 16236 207 1

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 15.

The worst 5 of 507 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:1:390:ASN:HD22 | 1:1:411:THR:HB 1.19 1.07
3:D:501:NAG:H61 | 3:D:502:NAG:HS82 1.19 1.07
2:0:30: TRP:HA 2:0:48:MET:HE1 1.33 1.07
1:M:246:LYS:HD2 | 1:M:247:PRO:HD2 1.31 1.05
1:1:242:.LEU:HD13 | 1:I:336:ILE:HG12 1.32 1.04

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:C:355:ARG:NH2 | 1:A:287:ALA:O[2_ 454] 2.05 0.15

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 207/212 (98%) 192 (93%) | 12 (6%) 3 (1%) 147 44
1 B 208/212 (98%) 191 (92%) | 14 (7%) 3 (1%) 147 44
1 C 207/212 (98%) 196 (95%) | 10 (5%) 1 (0%)

1 D 207/212 (98%) 200 (97%) 7 (3%) 0

1 I 207/212 (98%) 191 (92%) | 13 (6%) 3 (1%)
1 J 207/212 (98%) 181 (87%) | 17 (8%) 9 (4%)
1 M 207/212 (98%) 196 (95%) 9 (4%) 2 (1%)
1 N 208/212 (98%) 181 (87%) | 23 (11%) | 4 (2%)
2 E 27/54 (50%) 25 (93%) 1 (4%) 1 (4%)
2 F 44/54 (82%) 34 (77%) 6 (14%) 4 (9%)
2 G 45/54 (83%) 42 (93%) 3 (7%) 0

2 H 30/54 (56%) 22 (73%) 7 (23%) 1 (3%)
2 K 44/54 (82%) 40 (91%) 3 (%) 1 (2%)
2 L 45 /54 (83%) 41 (91%) 4 (9%) 0

2 O 44/54 (82%) 39 (89%) 5 (11%) 0

2 P 41/54 (76%) 33 (80%) 6 (15%) 2 (5%)
All All 1978/2128 (93%) | 1804 (91%) | 140 (7%) | 34 (2%)

5 of 34 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 327 ALA
2 E 37 GLU
1 J 279 VAL
1 J 329 PRO
1 J 338 LYS

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar

resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 194/196 (99%) 182 (94%) 12 (6%) 23 55
1 B 195/196 (100%) | 181 (93%) 14 (7%) 181 46
1 C 194/196 (99%) 185 (95%) 9 (5%) 33 69
1 D 194/196 (99%) 180 (93%) 14 (7%) 181 46
1 I 194/196 (99%) 177 (91%) 17 (9%) 12 35
1 J 194/196 (99%) 180 (93%) 14 (7%) 181 46
1 M 194/196 (99%) 186 (96%) 8 (4%) 37 73
1 N 195/196 (100%) | 179 (92%) 16 (8%) 147 39
2 E 24/42 (57%) 21 (88%) 3 (12%) 64 17
2 F 37/42 (88%) 30 (81%) 7 (19%) 2016
2 G 38/42 (90%) 35 (92%) 3 (8%) 157 41
2 H 26/42 (62%) 24 (92%) 2 (8%) 16 42
2 K 37/42 (88%) 34 (92%) 3 (8%) 157 39
2 L 38/42 (90%) 37 (97%) 1 (3%) 54
2 O 37/42 (88%) 36 (97%) 1 (3%) 52 |84
2 P 35/42 (83%) 33 (94%) 2 (6%) 25 59
All All 1826,/1904 (96%) | 1700 (93%) | 126 (7%) 19 48

5 of 126 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
1 D 419 GLN
1 I 363 VAL
1 N 333 GLU
1 D 444 SER
2 H 37 GLU
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 56 such

sidechains are listed below:

Mol | Chain | Res | Type
1 D 325 ASN
1 I 295 GLN
1 M 429 HIS
1 D 389 ASN
1 D 419 GLN
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5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

72 carbohydrates are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?onfgl\/[lg;gt:fw | > 2 CountsBOIPI{i/[ESHZIglj;Z | > 2
3 NAG A 501 1,3 | 14,14,15 | 0.79 0 15,19,21 | 1.02 0
3 NAG A 502 3 14,14,15 | 0.69 0 15,19,21 | 1.27 2 (13%)
3 BMA A 503 3 11,11,12 | 0.46 0 14,1517 | 1.78 2 (14%)
3 MAN A 504 3 11,11,12 | 0.70 0 14,15,17 | 2.26 6 (42%)
3 NAG A 505 3 14,14,15 | 0.93 0 15,19,21 | 1.68 3 (20%)
3 MAN A 506 3 11,11,12 | 0.69 0 14,15,17 | 0.96 0
3 | GAL | A |07 | 3 [1in1n12] 122 | 1 (9%) | 14,1517 | 2.09 | 4 (28%)
3 FUC A 508 3 10,10,11 | 1.03 0 14,14,16 | 1.74 4 (28%)
3 NAG A 209 3 14,14,15 | 0.73 0 15,19,21 | 1.33 3 (20%)
3 [ NAG| B [501| 1,3 [14,1415] 098 | 1 (%) | 151921 | 1.35 | 3 (20%)
3 NAG B 502 3 14,14,15 | 0.69 0 15,19,21 | 1.43 2 (13%)
3 BMA B 503 3 11,11,12 | 0.87 0 14,15,17 | 1.81 3 (21%)
3 MAN B 504 3 11,11,12 | 0.53 0 14,1517 | 1.43 2 (14%)
3 NAG B 505 3 14,14,15 | 0.59 0 15,19,21 | 1.69 2 (13%)
3 MAN B 506 3 11,11,12 | 0.67 0 14,15,17 | 0.94 0
3 [ GAL| B [s07| 3 [111,12] 1.04 | 1 (9%) | 141517 | 1.75 | 5 (35%)
3 FUC B 508 3 10,10,11 | 0.94 0 14,14,16 | 1.60 3 (21%)
3 NAG B 509 3 14,14,15 | 0.64 0 15,19,21 | 1.74 3 (20%)
3 NAG C 501 1,3 | 14,14,15 | 0.63 0 15,19,21 | 1.42 2 (13%)

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgt:jZ | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
3 NAG C 502 3 14,14,15 | 0.62 0 15,19,21 | 1.55 3 (20%)
3 BMA C 503 3 11,11,12 | 0.72 0 14,15,17 | 1.00 1 (7%)
3 MAN C 504 3 11,11,12 | 0.69 0 14,15,17 | 1.65 3 (21%)
3 NAG C 505 3 14,14,15 | 0.53 0 15,19,21 | 1.42 1 (6%)
3 MAN C 506 3 11,11,12 | 0.77 0 14,1517 | 1.90 3 (21%)
3 GAL C 507 3 11,11,12 | 0.93 0 14,15,17 | 2.55 4 (28%)
3 FUC C 508 3 10,10,11 | 0.83 0 14,14,16 | 1.45 3 (21%)
3 NAG C 509 3 14,1415 | 0.47 0 15,19,21 | 2.32 4 (26%)
3 NAG D 501 | 1,3 | 14,14,15 | 0.84 0 15,19,21 | 1.44 2 (13%)
3 NAG D 502 3 14,1415 | 0.73 0 15,19,21 | 1.88 3 (20%)
3 BMA D 503 3 11,11,12 | 1.24 1 (9%) | 14,1517 | 1.50 3 (21%)
3 MAN D 504 3 11,11,12 | 0.80 0 14,15,17 | 1.83 4 (28%)
3 NAG D 505 3 14,1415 | 0.72 0 15,19,21 | 1.43 2 (13%)
3 MAN D 506 3 11,11,12 | 0.72 0 14,15,17 | 1.13 1 (7%)
3 GAL D 507 3 11,11,12 | 0.69 0 14,15,17 | 1.92 3 (21%)
3 FUC D 508 3 10,10,11 | 0.87 0 14,14,16 | 1.37 1 (7%)
3 NAG D 509 3 14,14,15 | 0.70 0 15,19,21 | 1.58 2 (13%)
3 NAG | 501 | 1,3 | 14,14,15 | 0.74 0 15,19,21 | 1.40 1 (6%)
3 NAG I 502 3 14,1415 | 0.79 0 15,19,21 | 1.62 1 (6%)
3 BMA | 503 3 11,11,12 | 0.74 0 14,15,17 | 1.02 1 (7%)
3 MAN I 504 3 11,11,12 | 0.69 0 14,15,17 | 1.58 3 (21%)
3 NAG I 505 3 14,14,15 | 0.72 0 15,1921 | 1.64 2 (13%)
3 MAN | 506 3 11,11,12 | 0.71 0 14,15,17 | 1.43 3 (21%)
3 GAL I 507 3 11,11,12 | 0.99 1 (9%) | 14,1517 | 1.58 2 (14%)
3 FUC I 508 3 10,10,11 | 0.78 0 14,14,16 | 1.52 2 (14%)
3 NAG | 509 3 14,14,15 | 0.58 0 15,19,21 | 1.16 2 (13%)
3 NAG J 501 | 1,3 | 14,14,15 | 0.82 0 15,19,21 | 1.56 3 (20%)
3 NAG J 502 3 14,14,15 | 0.66 0 15,19,21 | 2.01 2 (13%)
3 BMA J 503 3 11,11,12 | 0.58 0 14,15,17 | 1.15 1 (7%)
3 MAN J 504 3 11,11,12 | 0.76 0 14,15,17 | 1.69 4 (28%)
3 NAG J 505 3 14,14,15 | 0.6 0 15,19,21 | 1.84 3 (20%)
3 MAN J 506 3 11,11,12 | 0.70 0 14,15,17 | 0.89 1 (7%)
3 GAL J 507 3 11,11,12 | 0.93 1 (9%) | 14,1517 | 1.64 3 (21%)
3 FUC J 508 3 10,10,11 | 1.00 0 14,14,16 | 1.76 5 (35%)
3 NAG J 509 3 14,1415 | 0.58 0 15,19,21 | 1.15 2 (13%)

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgt:jZ | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
3 NAG M 501 | 1,3 | 14,14,15 | 0.52 0 15,19,21 | 1.38 3 (20%)
3 NAG M 502 3 14,1415 | 0.51 0 15,19,21 | 1.50 1 (6%)
3 BMA M 503 3 11,11,12 | 0.67 0 14,15,17 | 1.56 1 (7%)
3 MAN M 504 3 11,11,12 | 0.93 0 14,15,17 | 2.59 7 (50%)
3 NAG M 505 3 14,1415 | 0.93 0 15,19,21 | 1.31 1 (6%)
3 MAN M 506 3 11,11,12 | 0.62 0 14,1517 | 1.37 1 (7%)
3 GAL M 507 3 11,11,12 | 0.99 1 (9%) | 14,1517 | 1.74 3 (21%)
3 FUC M 508 3 10,10,11 | 0.97 0 14,14,16 | 2.18 6 (42%)
3 NAG M 509 3 14,1415 | 0.79 0 15,19,21 | 2.07 | 3 (20%)
3 NAG N 501 | 1,3 | 14,14,15 | 0.52 0 15,19,21 | 1.37 | 2 (13%)
3 NAG N 502 3 14,14,15 | 0.70 0 15,19,21 | 1.23 2 (13%)
3 BMA N 503 3 11,11,12 | 0.64 0 14,15,17 | 0.73 0
3 MAN N 504 3 11,11,12 | 0.69 0 14,15,17 | 1.56 2 (14%)
3 NAG N 505 3 14,1415 | 0.91 1 (7%) | 15,19,21 | 1.40 3 (20%)
3 MAN N 506 3 11,11,12 | 0.73 0 14,1517 | 1.41 3 (21%)
3 GAL N 507 3 11,11,12 | 1.04 1 (9%) | 14,1517 | 1.65 4 (28%)
3 FUC N 508 3 10,10,11 | 0.76 0 14,14,16 | 1.18 2 (14%)
3 NAG N 509 3 14,14,15 | 0.48 0 15,19,21 | 0.88 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 NAG A 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG A 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA A 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN A 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG A 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN A 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL A 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC A 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG A 509 3 - 1/6/23/26 | 0/1/1/1
3 NAG B 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG B 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA B 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN B 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG B 505 3 - 0/6/23/26 | 0/1/1/1

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 MAN B 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL B 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC B 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG B 509 3 - 0/6/23/26 | 0/1/1/1
3 NAG C 501 | 1.3 - 0/6/23/26 | 0/1/1/1
3 NAG C 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA C 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN C 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG C 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN C 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL C 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC C 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG C 509 3 - 0/6/23/26 | 0/1/1/1
3 NAG D 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG D 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA D 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN D 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG D 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN D 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL D 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC D 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG D 509 3 - 0/6/23/26 | 0/1/1/1
3 NAG | 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG | 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA I 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN I 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG I 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN | 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL | 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC | 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG | 509 3 - 0/6/23/26 | 0/1/1/1
3 NAG J 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG J 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA J 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN J 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG J 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN J 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL J 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC J 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG J 509 3 - 1/6/23/26 | 0/1/1/1
3 NAG M 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG M 502 3 - 0/6/23/26 | 0/1/1/1

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 BMA M 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN M 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG M 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN M 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL M 207 3 - 0/2/19/22 | 0/1/1/1
3 FUC M 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG M 509 3 - 0/6/23/26 | 0/1/1/1
3 NAG N 501 | 1,3 - 0/6/23/26 | 0/1/1/1
3 NAG N 502 3 - 0/6/23/26 | 0/1/1/1
3 BMA N 503 3 - 0/2/19/22 | 0/1/1/1
3 MAN N 504 3 - 0/2/19/22 | 0/1/1/1
3 NAG N 505 3 - 0/6/23/26 | 0/1/1/1
3 MAN N 506 3 - 0/2/19/22 | 0/1/1/1
3 GAL N 507 3 - 0/2/19/22 | 0/1/1/1
3 FUC N 508 3 - 0/0/17/20 | 0/1/1/1
3 NAG N 509 3 - 0/6/23/26 | 0/1/1/1

The worst 5 of 9 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 D 503 | BMA | C2-C3 | -2.57 1.49 1.52
3 N 505 | NAG | O05-C1 | -2.18 1.40 1.43
3 I 507 | GAL | C2-C3 | 2.14 1.55 1.52
3 N 507 | GAL | C4-C5 | 2.17 1.57 1.53
3 B 507 | GAL | C2-C3 | 2.29 1.55 1.52
The worst 5 of 177 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
3 M 504 | MAN | C1-O5-C5 | -6.68 103.77 112.25
3 J 502 | NAG | C2-N2-C7 | -6.27 114.98 123.04
3 J 505 | NAG | C1-05-C5 | -5.41 105.38 112.25
3 I 501 | NAG | C2-N2-C7 | -4.55 117.20 123.04
3 D 509 | NAG | C2-N2-C7 | -4.47 117.30 123.04
There are no chirality outliers.
All (2) torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
3 J 509 | NAG | O7-C7-N2-C2
3 A 509 | NAG | O7-C7-N2-C2
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There are no ring outliers.

20 monomers are involved in 31 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 B 502 | NAG 1 0
3 B 503 | BMA 3 0
3 B 506 | MAN 1 0
3 B 507 | GAL 2 0
3 D 501 | NAG 2 0
3 D 502 | NAG 4 0
3 I 501 | NAG 1 0
3 I 507 | GAL 1 0
3 J 501 | NAG 3 0
3 J 502 | NAG 2 0
3 M 501 | NAG 1 0
3 M 505 | NAG 1 0
3 M 507 | GAL 1 0
3 M 508 | FUC 1 0
3 M 509 | NAG 2 0
3 N 501 | NAG 3 0
3 N 502 | NAG 4 0
3 N 505 | NAG 1 0
3 N 508 | FUC 2 0
3 N 509 | NAG 2 0

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
1 A 209/212 (98%) -0.42 20, 39, 61, 69 | 7 (3%)
1 B 210/212 (99%) -0.31 21,40, 72,77 | 7 (3%)
1 C 209/212 (98%) -0.38 16, 39, 68, 74 | 7 (3%)
1 D 209/212 (98%) -0.36 24,43, 57,67 | 7 (3%)
1 I 209/212 (98%) -0.30 ( 20, 40, 68,79 | 7 (3%)
1 J 209/212 (98%) -0.17 3(1%)[78 76 22,45, 86,94 | 4 (1%)
1 M 209/212 (98%) -0.38 0100 I 100 25, 44, 60, 64 | 7 (3%)
1 N 210/212 (99%) 0.10 13 (6%) 24 17| | 27, 58, 105, 108 | 7 (3%)
2 E 29/54 (53%) 0.24 2 (6%) 20 |14 36, 64, 96, 101 0
2 F 46/54 (85%) 0.27 3(6%) 22 |16 36, 62, 98, 101 0
2 G 47/54 (87%) 0.23 4 (8%) 113118 28, 50, 88, 100 0
2 H 32/54 (59%) 0.82 3(9%) |11]}6] 55, 82, 98, 102 0
2 K 46 /54 (85%) -0.01 1 (2%) 65 60 25, 47, 80, 82 0
2 L 47/54 (87%) -0.17 1 (2%) 67 62 31, 47, 74, 87 0
2 O 46/54 (85%) -0.14 1 (2%) 65 60 44, 53, 74, 84 0
2 P 43/54 (79%) 0.51 3(6%) 19 |13} |43, 75,108, 114 0

All All 2010/2128 (94%) -0.20 39 (1%) 70 66 | 16, 45,88, 114 | 53 (2%)

The worst 5 of 39 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 236 | GLY 4.7
2 F 17 | THR 4.3
2 F 15 | THR 4.2
1 I 330 | ALA 3.8
1 N 445 | PRO 3.7

$roe
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 GAL B 507 | 11/12 0.86 0.32 6.10 80,86,88,88 0
3 GAL M 507 | 11/12 0.88 0.30 5.03 75,79,81,82 0
3 GAL A 507 | 11/12 0.89 0.28 4.92 53,58,62,63 0
3 GAL J 507 | 11/12 0.89 0.30 4.30 88,92,93,93 0
3 GAL I 507 | 11/12 0.91 0.22 3.51 50,57,59,61 0
3 GAL N 507 | 11/12 0.89 0.28 2.05 74,79,81,82 0
3 GAL C 507 | 11/12 0.91 0.19 0.63 66,69,72,72 0
3 FUC B 508 | 10/11 0.81 0.23 0.23 94,97,99,102 0
3 FUC C 508 | 10/11 0.92 0.22 0.04 80,84,88,90 0
3 | NAG | A | 502 | 14/15 | 096 | 0.14 | -052 | 47,51,53,54 0
3 NAG A 505 | 14/15 0.96 0.14 | -0.53 40,44,48,51 0
3 GAL D 507 | 11/12 0.93 0.14 | -0.60 66,70,72,75 0
3 NAG B 501 | 14/15 0.91 0.15 -0.83 68,72,77,81 0
3 NAG D 505 | 14/15 0.97 0.13 -0.93 47,51,53,53 0
3 NAG I 505 | 14/15 0.95 0.14 -1.16 47,51,52,54 0
3 NAG D 502 | 14/15 0.96 0.14 -1.18 42.46,51,54 0
3 NAG C 502 | 14/15 0.96 0.12 -1.28 56,63,65,67 0
3 NAG N 505 | 14/15 0.97 0.12 -1.52 68,69,74,74 0
3 NAG C 505 | 14/15 0.93 0.13 -1.95 64,74,79,80 0
3 NAG J 502 | 14/15 0.93 0.16 -2.48 62,70,74,74 0
3 BMA I 503 | 11/12 0.95 0.12 - 62,63,64,68 0
3 NAG D 509 | 14/15 0.84 0.18 - 72,81,86,89 0
3 | NAG | B | 500 | 14/15 | 0.75 | 0.21 T [ 103,108,110.111 | 0
3 FUC D 508 | 10/11 0.90 0.14 - 79,85,86,86 0
3 | MAN | M | 506 | 11/12 | 091 | 0.14 - 78,83.84,90 0
3 NAG N 509 | 14/15 0.88 0.14 - 106,108,109,110 0
3 NAG B 505 | 14/15 0.93 0.18 - 78,81,91,94 0
3 BMA A 503 | 11/12 0.97 0.10 - 50,53,53,58 0
3 MAN C 504 | 11/12 0.91 0.17 - 74,77,84.86 0
3 BMA M 503 | 11/12 0.95 0.11 - 93,57,59,62 0

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 NAG I 502 | 14/15 0.95 0.16 - 52,60,62,62 0
3 FUC J 508 | 10/11 0.90 0.24 - 86,89,91,92 0
3 | BMA | D | 503 | 11/12 | 0.96 | 0.11 _ 45,46,48 52 0
3 NAG M 502 | 14/15 0.98 0.12 - 52,56,57,58 0
3 MAN B 506 | 11/12 0.92 0.14 - 84,86,88,95 0
3 FUC N 508 | 10/11 0.83 0.31 - 103,106,108,108 0
3 MAN D 506 | 11/12 0.96 0.12 - 55,57,58,66 0
3 MAN J 506 | 11/12 0.89 0.18 - 97,101,104,107 0
3 NAG J 505 | 14/15 0.94 0.13 - 60,62,64,72 0
3 NAG I 501 | 14/15 0.93 0.17 - 64,66,70,70 0
3 FUC M 508 | 10/11 0.94 0.17 - 77,79,82,82 0
3 NAG D 501 | 14/15 0.95 0.19 - 49,52,58,65 0
3 BMA B 503 | 11/12 0.94 0.11 - 71,74,77,78 0
3 NAG A 501 | 14/15 0.93 0.14 - 54,58,68,69 0
3 NAG M 501 | 14/15 0.97 0.12 - 57,59,62,68 0
3 BMA C 503 | 11/12 0.93 0.12 - 68,71,74,79 0
3 MAN J 504 | 11/12 0.97 0.12 - 65,68,69,70 0
3 NAG C 509 | 14/15 0.87 0.19 - 97,100,102,105 0
3 MAN C 506 | 11/12 0.92 0.15 - 90,92,93,95 0
3 NAG I 509 | 14/15 0.91 0.18 - 89,94,95,95 0
3 NAG N 502 | 14/15 0.90 0.14 - 83,89,91,92 0
3 MAN I 506 | 11/12 0.92 0.12 - 71,74,77,83 0
3 BMA J 503 | 11/12 0.87 0.12 - 72,82,85,92 0
3 NAG M 505 | 14/15 0.96 0.13 - 42,53,57,61 0
3 MAN N 506 | 11/12 0.85 0.14 - 97,100,101,104 0
3 NAG J 501 | 14/15 0.94 0.11 - 66,69,72,77 0
3 NAG M 509 | 14/15 0.73 0.31 - 102,106,108,108 0
3 FUC I 508 | 10/11 0.93 0.21 - 75,79,81,83 0
3 MAN A 504 | 11/12 0.94 0.16 - 48,54,55,56 0
3 MAN B 504 | 11/12 0.94 0.11 - 80,82,85,88 0
3 FUC A 508 | 10/11 0.86 0.18 - 82,87,89,89 0
3 NAG C 501 | 14/15 0.95 0.18 - 62,64,67,74 0
3 MAN I 504 | 11/12 0.94 0.12 - 49,50,53,54 0
3 NAG A 509 | 14/15 0.87 0.12 - 78,89,90,91 0
3 BMA N 503 | 11/12 0.92 0.10 - 79,86,89,93 0
3 MAN M 504 | 11/12 0.94 0.15 - 54,56,62,63 0
3 MAN N 504 | 11/12 0.96 0.12 - 65,67,70,71 0
3 NAG N 501 | 14/15 0.87 0.25 - 94,98,100,101 0
3 |MAN| D | 504 11/12 | 096 | 0.11 ; 10,45,48,49 0
3 MAN A 506 | 11/12 0.95 0.12 - 63,64,66,72 0
3 NAG J 509 | 14/15 0.82 0.22 - 107,111,113,113 0
3 NAG B 502 | 14/15 0.96 0.12 - 61,64,67,67 0
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6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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